Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.037; wR factor = 0.105; data-to-parameter ratio = 17.7.
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: PROCESS-AUTO (Rigaku, 1998); cell refinement: PROCESS-AUTO; data reduction: CrystalStructure (Rigaku, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg, 2000); software used to prepare material for publication: SHELXL97.
D-HÁ
In the structure of (I) (Fig. 1) , N-methyl group links pyrimidyl and phenyl rings of which the dihedral angle is 66.62 (5)°.
Two chloropyrimidyl rings of two adjacent molecules point to the opposite directions with π-π conjugation, in which stacking h (center-plane) is in 3.3411 Å, d(center-center) in 3.7633 Å and shift r (displacement of two centers) in 1.7319 Å (Glówka, et al., 1999) . The H-bond betwen amino group of pyrimidyl ring and the nitrogen of the adjacent pyrimidyl ring (N4-H4A···N1 i ) results in the formation of infinite chain (Fig. 2) .
Experimental 4,6-Dichloro-5-nitro-pyrimidine (5.20 g, 27 mmol), N-methylbenzenamine (3.2 mL, 32 mmol) and triethylamine (7.6 mL, 54 mmol) were dissolved in anhydrous THF (20 mL). The reaction mixture was stirred at room temperature overnight, concentrated in vacuo, diluted with water, and extracted with EtOAc. The organic phase was washed with 1mol/L HCl and brine, dried over anhydrous MgSO 4 , and concentrated in vacuo to give rise to the solid crude product. The recrystallization of crude product from methanol provided the desired pure product of 6-chloro-N-methyl-5-nitro-N-phenylpyrimidin-4-amine (yellow solid, 5.7g, 80% yield, m.p. 133.5-135.5 °C). 6-Chloro-N-methyl-5-nitro-N-phenylpyrimidin-4-amine (4.36g, 16.5 mmol) was dissolved in a mixture of ethanol (59.0 mL) and water (17.0 mL). Iron powder (2.8 g, 50mmol) and NH 4 Cl (0.56 g, 10.0 mmol) were added to it. The mixture was then stirred in reflux for 5 h, cooled to room temperature, and filtered through a pad of celite. The filtrate was concentrated in vacuo. The residue was extracted with EtOAc. The organic extract was washed with saturated NaHCO 3 , water, and brine and dried over anhydrous MgSO 4 . It was then filtered and concentrated in vacuo to the crude product which was purified by flash chromatography (elution with 9% EtOAc in petroleum ether supplementary materials sup-2 Figures   Fig. 1 . The title compound with displacement ellipsoids shown at the 50% probability level. 
